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Welcome to STN International 



Web Page URLs for STN Seminar Schedule - N. America 
"Ask CAS" for self-help around the clock 
CA/CAPLUS - Russian Agency for Patents and Trademarks 
(ROSPATENT) added to list of core patent offices covered 
PATDPAFULL - New display fields provide for legal status 
data from INPADOC 

BABS - Current-awareness alerts (SDIs) available 
MEDLINE/ LMEDLINE reloaded 

GBFULL: New full-text patent database on STN 
REGISTRY/Z REGISTRY - Sequence annotations enhanced 
MEDLINE file segment of TOXCENTER reloaded 

KO REAP AT now updated monthly; patent information enhanced 
Original IDE display format returns to REGISTRY/Z REGISTRY 
PATDPASPC - New patent database, available 

REGISTRY/Z REGISTRY enhanced with experimental property tags 
EPFULL enhanced with additional patent information and new 
fields 

EMBASE - Database reloaded and enhanced 



MACINTOSH VERSION IS V6.0c(ENG) AND V6.0Jc(JP), 
AND CURRENT DISCOVER FILE IS DATED 10 JANUARY 2005 

STN Operating Hours Plus Help Desk Availability 
General Internet Information 
Welcome Banner and News Items 

Direct Dial and Telecommunication Network Access to STN 
CAS World Wide Web Site (general information) 



Enter NEWS followed by the item number or name to see news on that 
specific topic. 

All use of STN is subject to the provisions of the STN Customer 
agreement. Please note that this agreement limits use to scientific 
research. Use for software development or design or implementation 
of commercial gateways or other similar uses is prohibited and may 
result in loss of user privileges and other penalties. 
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* * * + STN Columbus 



* ★ ★ ★ 



FILE 1 HOME 1 ENTERED AT 15:03:24 ON 06 APR 2005 



=> fil reg 

COST IN U.S. DOLLARS 
FULL ESTIMATED COST 



SINCE FILE 
ENTRY 
0.21 



TOTAL 
SESSION 
0.21 



FILE 'REGISTRY' ENTERED AT 15:03:33 ON 06 APR 2005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2005 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 5 APR 2005 HIGHEST RN 847968-12-1 

DICTIONARY FILE UPDATES: 5 APR 2005 HIGHEST RN 847968-12-1 

TSCA INFORMATION NOW CURRENT THROUGH JANUARY 18, 2005 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

* * 

* The CA roles and document type information have been removed from * 

* the IDE default display format and the ED field has been added, * 

* effective March 20, 2005. A new display format, IDERL, is now * 

* available and contains the CA role and document type information. * 

Crossover limits have been increased. See HELP CROSSOVER for details. 

Experimental and calculated property data are now available. For more 
information enter HELP PROP at an arrow prompt in the file or refer 
to the file summary sheet on the web at: 
http: / /www. cas . org/ONLINE/DBSS/registryss . html 



Uploading C:\Program Files\Stnexp\Queries\10681924h. str 



chain nodes : 
11 15 

ring nodes : 

123456789 
chain bonds : 
6-15 8-11 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 
exact/norm bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 6-15 7-8 8-9 8-11 




G1:0,S 



G2:C,N 



G3:Cy,Ak 



Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 11: CLASS 
15: CLASS 



LI 



STRUCTURE UPLOADED 



=> s LI 

SAMPLE SEARCH INITIATED 15:03:47 FILE 1 REGISTRY 1 
SAMPLE SCREEN SEARCH COMPLETED - 11643 TO ITERATE 



8.6% PROCESSED 1000 ITERATIONS 
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED) 
SEARCH TIME: 00.00.01 



0 ANSWERS 



FULL FILE PROJECTIONS: 

PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



ONLINE ** COMPLETE* * 
BATCH **COMPLETE** 
226395 TO 239325 
0 TO 0 



L2 



0 SEA SSS SAM LI 



=> s LI full 

FULL SEARCH INITIATED 15:03:52 FILE 'REGISTRY 1 
FULL SCREEN SEARCH COMPLETED - 233513 TO ITERATE 



100.0% PROCESSED 233513 ITERATIONS 
SEARCH TIME: 00.00.06 



32 ANSWERS 



L3 



32 SEA SSS FUL LI 



=> fil caplus 

COST IN U.S. DOLLARS 

FULL ESTIMATED COST 



SINCE FILE 
ENTRY 
161.33 



TOTAL 
SESSION 
161.54 



FILE ' CAPLUS 1 ENTERED AT 15:04:03 ON 06 APR 2005 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2005 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996) , unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 6 Apr 2005 VOL 142 ISS 15 
FILE LAST UPDATED: 5 Apr 2005 (20050405/ED) 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 
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=> d 1-7 ibib abs hitstr 
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ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 

INVENTOR (S) : 



PATENT ASSIGNEE (S) : 
SOURCE: 

DOCUMENT TYPE: 
LANGUAGE : 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2004:331928 CAPLUS 
140:357354 

A preparation of benzimidazolone derivatives useful as 
anti-inflammatory agents 

Dhar, T. G. Murali; Potin, Dominique; Maillet, Magali 

Jeannine Blandine; Launay, Michele; Nicolai, Eric 

Antoine; Iwanovicz, Edwin J. 

Bristol-Myers Squibb Company, USA 

PCT Int. Appl., 69 pp. 

CODEN: PIXXD2 

Patent 

English 

1 



PATENT 


NO. 






KIND 


DATE 






APPLICATION 
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DATE 


WO 
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MARPAT 140:357354 



Off- 



* STRUCTURE DIAGRAM TOO LARGE FOR DISPLAY - AVAILABLE VIA OFFLINE PRINT * 

AB The invention relates to benzimidazolone derivs . of formula I [wherein: K 
is O or S; Q is a bond or C(O), etc.; Ar is (un) substituted (hetero) aryl; 
Jl is a bond, -N(R4)-, etc.; J2 and J3 are -N(R4)- or (un) substituted CH2, 
etc.; Y and Z are independently selected from N, (un) substituted CH, etc.; 
Rl = H, (un) substituted alk(en)yl, (hetero) aryl, cycloalkyl, etc.; R2 and 
R3 are independently selected from H, halogen, N02, CN, (un) substituted 
alk(en)yl, etc.; R4 is H, (un) substituted alk(en)yl, CN, C(0)-alkyl, 
O-alkyl, etc.], their enantiomers, diastereomers, and pharmaceutically- 
acceptable salts, useful as anti-inflammatory agents. Compds . I were 
tested in an Hl-HeLa adhesion assay and in a HUVEC (human umbilical vein 
endothelial cells) adhesion assay (no biol . data) . For instance, 
benzimidazole derivative II was prepared via intramol . heterocyclization of the 
obtained urea derivative III, and N-acetylation of the obtained benzimidazole 
derivative IV (no yield data) . 

IT 681261-14-3P 681261-15-4P 681261-21-2P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(intermediate; preparation of benzimidazolone derivs. useful as 
anti-inflammatory agents) 



RN 681261-14-3 CAPLUS 

CN 2H-Benzimidazol-2-one, 3a- [ ( 4-bromophenyl ) methyl] -1- (3, 5-dichlorophenyl ) - 
1, 3, 3a, 4,5, 6-hexahydro- (9CI) (CA INDEX NAME) 



Br 




CI 

RN 681261-15-4 CAPLUS 

CN Benzonitrile, 4- [ [1- ( 3, 5-dichlorophenyl ) -1, 2 , 3, 4 , 5, 6-hexahydro-2-oxo-3aH- 
benzimidazol-3a-yl] methyl] - (9CI) (CA INDEX NAME) 



CN 




RN 681261-21-2 CAPLUS 

CN lH-Benzimidazole-l-acetic acid, 7a- [ ( 4-cyanophenyl) methyl] -3- (3, 5- 

dichlorophenyl)-2,3,5,6,7,7a-hexahydro-2-oxo-, ethyl ester (9CI) (CA 
INDEX NAME) 



CN 




IT 681261-16-5P 681261-17-6P 681261-18-7P 
681261-19-8P 681261-20-1P 681261-22-3P 



681261-23-4P 681261-24-5P 681261-25-6P 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(preparation of benzimidazolone derivs. useful as anti-inflammatory agents) 
RN 681261-16-5 CAPLUS 

CN Benzonitrile, 4- [ [1- (3, 5-dichlorophenyl ) -1, 2, 3, 4, 5, 6-hexahydro-3-methyl-2- 
oxo-3aH-benzimidazol-3a-yl] methyl]- (9CI) (CA INDEX NAME) 



CN 




CI 

RN 681261-17-6 CAPLUS 

CN 2H-Benzimidazol-2-one, 3a- [ (4-bromophenyl) methyl] -1- (3, 5-dichlorophenyl ) - 
l,3,3a,4,5,6-hexahydro-3-methyl- (9CI) (CA INDEX NAME) 



Br 




RN 681261-18-7 CAPLUS 

CN 2H-Benzimidazol-2-one, 3-acetyl-3a- [ (4-cyanophenyl) methyl] -1- (3,5- 
dichlorophenyl)-l,3,3a,4,5,6-hexahydro- (9CI) (CA INDEX NAME) 



CN 




RN 681261-19-8 CAPLUS 

CN 2H-Benzimidazol-2-one, 3-acetyl-3a- [ ( 4-bromophenyl ) methyl] -1- (3, 5- 
dichlorophenyl)-l,3,3a,4,5,6-hexahydro- (9CI) (CA INDEX NAME) 



Br 




CI 

RN 681261-20-1 CAPLUS 

CN Benzonitrile, 4- [ [1- (3, 5-dichlorophenyl ) -3-ethyl-l, 2 , 3, 4 , 5, 6-hexahydro-2- 
oxo-3aH-benzimidazol-3a-yl]methyl]- (9CI) (CA INDEX NAME) 



CN 




CI 

RN 681261-22-3 CAPLUS 

CN lH-Benzimidazole-l-acetic acid, 7a- [ ( 4 -cyanophenyl ) methyl ] -3- (3, 5- 

dichlorophenyl)-2,3,5,6,7,7a-hexahydro-2-oxo- (9CI) (CA INDEX NAME) 



CN 




RN 681261-23-4 CAPLUS 

CN lH-Benzimidazole-l-acetic acid, 7a- [ { 4 -bromophenyl ) methyl] -3- (3, 5- 

dichlorophenyl) -2, 3, 5, 6, 7, 7a-hexahydro-2-oxo-, ethyl ester (9CI) (CA 
INDEX NAME) 



Br 




RN 681261-24-5 CAPLUS 

CN lH-Benzimidazole-l-hexanoic acid, 7a- [ { 4 -cyanophenyl ) methyl] -3- (3, 5- 
dichlorophenyl) -2, 3, 5, 6, 7, 7a-hexahydro-2-oxo-, ethyl ester (9CI) (CA 
INDEX NAME) 



CN 




RN 681261-25-6 CAPLUS 



CN 2H-Benzimidazol-2-one, 1- (3, 5-dichlorophenyl) -1, 3, 3a, 4, 5, 6-hexahydro-3- 
methyl-3a-[ [4- (5-pyrimidinyl) phenyl] methyl ] - (9CI) (CA INDEX NAME) 
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CAPLUS COPYRIGHT 2005 ACS on STN 
1996:499194 CAPLUS 
125:221409 

Pyrimidines . XXXIII. Synthesis and properties of new 
fervenulin derivatives 

Werner- Simon , Susanne; Pfleiderer, Wolfgang 
Fak. Chem. , Univ. Konstanz, Konstanz, D-78434, Germany 
Journal of Heterocyclic Chemistry (1996), 33(3), 
949-960 

CODEN: JHTCAD; ISSN: 0022-152X 
HeteroCorporation 
Journal 
English 

A series of new 3-substituted fervenulin ( 6, 8-dimethylpyrimido [ 5, 4-e] - 
1, 2, 4-triazine-5, 7-dione) derivs . have been synthesized by modifying the 
3-alkyl- and aralkyl side-chains. Brominations of 3-methyl-, 3-ethyl- and 
3-benzylf ervenulin led to mono- and dibromo . derivs . which are prone to 
various nucleophilic displacement reactions. Periodate oxidation and 
ozonolysis, resp., of 3-styrylf ervenulin afforded f ervenulin-3- 
carboxaldehyde which was transformed to a folic acid analog. Potassium 
permanganate oxidation of 3-alkylf ervenulins afforded only ring-contraction 
to 3-alkyl-5, 7-dimethylimidazo [4, 5-e] -1, 2, 4-triazin-6-ones which are also 
formed as mixts . with their 2,4a-dihydro derivs. on treatment with 
ethanolic sodium hydroxide. Fervenulin-3-carboxylic acid can be converted 
to the acid chloride which reacts with amines to f ervenulin-3-carboxamides 
and/or 2, 4a-dihydro-5, 7-dimethylimidazo [ 4 , 5-e] -1, 2, 4-triazin-6-one- 
biscarboxamides . 

181585-49-9P 181585-51-3P 181585-56-8P 
181585-57-9P 181585-58-0P 181585-59-1P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(preparation of fervenulin derivs.) 
181585-49-9 CAPLUS 

4aH-Imidazo [4, 5-e] -1,2, 4-triazine-4a-carboxamide, 2, 5, 6, 7-tetrahydro- 
N,3 f 5, 7-tetramethyl-6-oxo- (9CI) (CA INDEX NAME) 



0 

|| Me 
MeNH- C j 




RN 181585-51-3 CAPLUS 

CN 4aH-Imidazo[4, 5-e] -1, 2, 4-triazine-4a-carboxamide, N-ethyl-2, 5, 6, 7- 
tetrahydro-3, 5, 7-trimethyl-6-oxo- (9CI) (CA INDEX NAME) 



O 

II Me 
EtNH— C 




RN 181585-56-8 CAPLUS 

CN 4aH-Imidazo [4, 5-e] -1,2, 4-triazine-3, 4a-dicarboxamide, 2,5, 6, 7-tetrahydro 
N,N' ,5, 7-tetramethyl-6-oxo- (9CI) (CA INDEX NAME) 



O 

O II Me 

II MeNH — C ! 



MeNH- C. 



N^ 



-N 



\ 



Me 



RN 181585-57-9 CAPLUS 

CN 4aH-Imidazo [4, 5-e] -1,2, 4-triazine-3, 4a-dicarboxamide, N,N' -diethyl-2, 5, 6 
tetrahydro-5, 7-dimethyl-6-oxo- (9CI) (CA INDEX NAME) 




RN 181585-58-0 CAPLUS 

CN 4aH-Imidazo [4, 5-e] -1,2, 4-triazine-3, 4a-dicarboxamide, 2,5,6, 7-tetrahydro 
5,7-dimethyl-6-oxo-N,N f -dipropyl- (9CI) (CA INDEX NAME) 



n-PrNH-C 



n-PrNH— C 



Me 

. N. 



N 



r 



Me 



RN 181585-59-1 CAPLUS 

CN 4aH-Imidazo[4, 5-e] -1,2, 4-triazine-3, 4a-dicarboxamide, 2,5, 6, 7-tetrahydro- 
5, 7-dimethyl-N,N f -bis (2-methylpropyl) -6-oxo- (9CI) (CA INDEX NAME) 



O 

II 

i-BuNH-C 
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ACCESSION NUMBER: 1989:430150 CAPLUS 

DOCUMENT NUMBER: 111:30150 

TITLE: Isolation and characterization of 5- [ 3 1 - (7 1 , 9 ■ - 

dimethyluric acid) ] -7, 9-dimethyl-A3, 4-isouric 
acid. An unstable product of electrochemical 
oxidation of 7, 9 -dimethyluric acid 
Subramanian, P.; Dryhurst, Glenn 

Dep. Chem. Biochem. , Univ. Oklahoma, Norman, OK, 
73019, USA 

Journal of Electroanalytical Chemistry and Interfacial 
Electrochemistry (1989), 262(1-2), 281-7 
CODEN: JEIEBC; ISSN: 0022-0728 
Journal 
English 

An account is given of the isolation and structural characterization of 
the title compound (I) as well as mechanisms for its formation and 
decomposition 

The starting material, 7, 9-dimethyluric acid (II), was of com. origin and 
the electrochem. apparatus was that described earlier. Controlled potential 
electrooxidn. of II was carried out at 0.65 V in NH40Ac as the supporting 
electrolyte. To assay the results HPLC, electron impact mass 
spectrometry, fast-atom bombardment mass spectrometry and similar methods 
were used. 

121263-20-5P 121350-86-5P 

RL: RCT (Reactant) ; PREP (Preparation); RACT (Reactant or reagent) 

(synthesis of, mechanisms of formation and decomposition in relation to) 
121263-20-5 CAPLUS 

lH-Purine-2, 6, 8 (3H) -trione, 3- ( 1, 2, 6, 7, 8, 9-hexahydro-7 , 9-dimethyl-2 , 6, 8- 



AUTHOR ( S ) : 
CORPORATE SOURCE: 

SOURCE: 



DOCUMENT TYPE: 
LANGUAGE : 
AB 



IT 



RN 
CN 



trioxo-5H-purin-5-yl) -7, 9-dihydro-7, 9 -dimethyl-, stereoisomer (9CI) (CA 
INDEX NAME) 



Me 



hn ifV 0 



o 

H 




Me M e 
N v 



\ 



Me 



RN 121350-86-5 CAPLUS 

CN lH-Purine-2, 6, 8 (3H) -trione, 3- (1, 2, 6, 7, 8, 9-hexahydro-7 , 9-dimethyl-2, 6, 8- 
trioxo-5H-purin-5-yl) -7, 9-dihydro-7, 9-dimethyl-, stereoisomer (9CI) (CA 
INDEX NAME) 



/ HN 



/ 
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CAPLUS COPYRIGHT// 2fKT5 ACS on STN 
1988:167430 p<5APLUS 
108:167430 
Intermediates in the transformation of 
pyrimido [5, 4-e] -1, 2, 4-triazinediones into 
imidazo [4, 5-e] -1, 2, 4-triazinones 

Shorshnev, S. V.; Esipov, S. E. ; Yakushkina, N. I.; 
Klyuev, N. A.; Zhil'nikov, V. G. ; Chernyshev, A. I. 
Vses. Nauchno-Issled. Inst. Antibiot;, Moscow, 113105, 
USSR 

Khimiya Geterotsiklicheskikh Soedinenii (1987), (9), 
1252-9 

CODEN: KGSSAQ; ISSN: 0453-8234 

Journal 

Russian 

CASREACT 108:167430 




AB Treating pyrimidotriazinediones I (R = H, Me) with aqueous NaOH gave 

imidazopyrimidinecarboxylic acids II which were decarboxylated by acid to 
imidazotriazinones III followed by KMn04 dehydrogenation to give 
imidazotriazinones IV. 

IT 97943-27-6P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation and decarboxylation of) 
RN 9794 3-27-6 CAPLUS 

CN 4aH-Imidazo [4, 5-e] -1,2, 4-triazine-4a-carboxylic acid, 1, 2, 5, 6-tetrahydro-5- 
methyl-6-oxo- (9CI) (CA INDEX NAME) 



N^ 



H02C 



Me 

I 

z N 



r 

NH 



IT 113947-23-2P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 
(preparation of) 
RN 113947-23-2 CAPLUS 

CN 4aH-Imidazo[4 / 5-e] -1,2, 4-triazine-4a-carboxylic acid, 2, 5, 6, 7-tetrahydro- 
5,7-dimethyl-6-oxo-, methyl ester (9CI) (CA INDEX NAME) 



0 

II Me 
MeO- C 

. ^ N v 



Y 

N \ ^ \ 

N \ 



IT 97943-30-1P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(preparation, decarboxylation and esterif ication of) 
RN 97943-30-1 CAPLUS 

CN 4aH-Imidazo[4, 5-e] -1,2, 4-triazine-4a-carboxylic acid, 2,5,6, 7-tetrahydro- 



5, 7-dimethyl-6-oxo- (9CI) (CA INDEX NAME) 



Me 
H02C j 




Me 



CAPLUS COPYRIGHT 2005 ACS on STN 
1987:156125 CAPLUS 
106:156125 

NMR spectroscopic investigation of reumycin alkaline 
hydrolysis 

Shorshnev, S. V.; Esipov, S. E. ; Chernyshev, A. I. 
Ail-Union Res. Inst. Antibiot., Moscow,, USSR 
Antibiotiki i Meditsinskaya Biotekhnologiya (1987), 
32(2), 116-20 

CODEN: AMBIEH; ISSN: 0233-7525 

Journal 

Russian 
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AB The transformation sequence of reumycin (I) in aqueous (D20) solns . with 
various pD was studied by NMR spectroscopy and the structures of the 
products were determined Formation of 6- (3-methylureido) -1, 2, 4-triazine 
5-carboxylic acid was the 1st stage of I alkaline hydrolysis. The subsequent 
cyclization of this compound resulted in the formation of 
5-methyl-4, 4a-dihydro-5H-imidazo[4, 5-e]-l,2, 4-triazin-6 ( 7H) one-4a 
carboxylic acid mono-, di- or trianionic forms depending on the medium pH 
and due to dissociation of the carboxylic group, N(4)H group of the triazine 
ring, and N(7)H group of the imidazolidinone ring. 

IT 97943-27-6P 

RL: FORM (Formation, nonpreparative) ; PREP (Preparation) 
(formation of, in reumycin alkaline hydrolysis) 

RN 97943-27-6 CAPLUS 

CN 4aH-Imidazo[ 4, 5-e] -1, 2 , 4-triazine-4a-carboxylic acid, 1, 2, 5, 6-tetrahydro-5- 
methyl-6-oxo- (9CI) (CA INDEX NAME) 
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CAPLUS COPYRIGHT 2005 ACS on STN 
1985:504756 CAPLUS 
103:104756 

Mechanism of conversion of pyrimido [5, 4-e] -1, 2, 4- 
triazine-5, 7-diones to imidazo [ 4 , 5-e] -1, 2, 4-triazin-6- 
ones in alkaline media 

Chernyshev, A. I.; Shorshnev, S. V.; Yakushina, N . I.; 
Esipov, S. E. 

Vses . Nauchno-Issled. Inst. Antibiot., Moscow, 113105, 
USSR 

Khimiya Geterotsiklicheskikh Soedinenii (1985), (2), 
277-8 

CODEN: KGSSAQ; ISSN: 0453-8234 

Journal 

Russian 

CASREACT 103:104756 
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AB Ring cleavage of reumycin (I; R = H) in alkaline solution of pH .apprx.12 gave 
the triazinecarboxylate II (R = H) which cyclized at pH >13 to give the 
imidazolotriazinecarboxylate III (R = H) . Decarboxylation of the latter 
and then oxidation by KMn04 gave the imidazotriazine IV (R = H) . Similarly, 
fervenulin (I; R = Me) was converted to IV (R = Me). 

IT 97943-27-6P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation and decarboxylation of) 
RN 97943-27-6 CAPLUS 

CN 4aH-Imidazo [4, 5-e] -1, 2, 4-triazine-4a-carboxylic acid, 1,2,5, 6-tetrahydro-5- 
methyl-6-oxo- (9CI) (CA INDEX NAME) 
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CN 4aH-Imidazo[4, 5-e] -1,2, 4-triazine-4a-carboxylic acid, 2,5, 6, 7-tetrahydro- 
5,7-dimethyl-6-oxo- (9CI) (CA INDEX NAME) 
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1977:535265 CAPLUS 
87:135265 

Activation and transfer of oxygen. XII. Alkoxy 
adducts derived from 1, 3, 10-trimethylalloxazinium 
( 1, 3-dimethylf lavinium) cations 
Mager, H. I. X. 

Biochem. Biophys . Lab., Univ. Technol . , Delft, Neth. 

Tetrahedron (1977), 33(9), 981-9 

CODEN: TETRAB; ISSN: 0040-4020 

Journal 

English 
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AB Alloxazinium cations with ales, in the presence of base gave monoalkoxy 

adducts by nucleophilic attack at C-lOa. Dialkoxy adducts were formed by 
subsequent inter- or intramol. nucleophilic attack at C-4 or C-4a. E.g., 
I with MeOH gave a 4 , lOa-dialkoxy adduct, by intermol. attack at C-4, 
which underwent ring contraction to the hexahydroimidazo [ 4 , 5-b] quinoxaline 
II. I with ethylene glycol gave the 4a, lOa-ethylenedioxytetrahydroalloxaz 
ine III by intramol. attack at C-4a. Thus, the conclusion of V. Massey 
and P. Hemmerich (1975) and F. Mueller et al . (1976) that the primary 
addition site is C-9a is in error. Several rearrangements of II were 
studied. 
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RL: SPN (Synthetic preparation); PREP (Preparation) 
(preparation and heterolysis of) 

RN 64270-53-7 CAPLUS 
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(preparation, demethoxycarbonylation, rearrangement, and transesterif ication 
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l,3,4-trimethyl-2-oxo-, perchlorate (9CI) (CA INDEX NAME) 
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CAPLUS COPYRIGHT 2005 ACS on STN 
1990:157466 CAPLUS 
112:157466 

Kinetics of oxidative ammonolysis of copper (2+) 
2, 6, 8-trioxopurine complex in ammonium buffer 
Titskii, G. D . ; Miroshnichenko, N. A. 
Inst. Phys.-Org. Chem. Coal Chem. , Donetsk, USSR 
Organic Reactivity (Tartu) (1988), 25(2), 160-9 
CODEN: ORREDZ ; ISSN: 0131-8314 
Journal 
English 

The kinetics of oxidizing conversion of Cu2+-2, 6, 8-trioxypurine complex 
(I) has been studied spectrophotometrically in ammonium buffer (pH 
8.5-10.8) at 25°. The process results from rapid oxidation of I with 
formation of l-carboxy-2, 4, 6, 8-tetraaza-3, 7-dioxo-4-bicyclo [ 3 . 3.0] octene 
which is bound into Cu2+-NH3 as complex (II) . Slow conversion of (II) 
takes place in two parallel paths . 
81129-52-4D, copper ammonium complexes 
RL: PRP (Properties) 

(intermediacy of, in oxidative ammonolysis of uric acid complex with 
cupric ion, kinetics and mechanism and UV in relation to) 
81129-52-4 CAPLUS 

Imidazo [4, 5-d] imidazole-3a (1H) -carboxylic acid, 2, 3, 4, 5-tetrahydro-2, 5- 
dioxo- (9CI) (CA INDEX NAME) 
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CAPLUS COPYRIGHT 2005 ACS on STN 
1987:523129 CAPLUS 
107:123129 

Electrochemical oxidation of 9-p-D- 
ribof uranosyluric acid in basic solution 
Tyagi, S. K.; Dryhurst, Glenn 

Dep. Chem., Univ. Oklahoma, Norman, OK, 73019, USA 
Journal of Electroanalytical Chemistry and Interfacial 
Electrochemistry (1987), 223(1-2), 119-41 
CODEN: JEIEBC; ISSN: 0022-0728 
Journal 
English 

The electrochem. oxidation of 9-p-D-ribof uranosyluric acid (I) was 
studied at the pyrolytic graphite electrode at pH 9.2. The peak la 
reaction was a 2e — 1H+ quasi-reversible process giving an unstable 
quinonoid which was rapidly attacked by H20 to give 1 and perhaps 2 
tertiary ale. intermediates. In the absence of phosphate, these 



AUTHOR (S) : 
CORPORATE SOURCE 
SOURCE : 



DOCUMENT TYPE: 
LANGUAGE: 
AB 



intermediates decompose to give a mixture of 5-hydroxyhydantoin-5-carboxamide- 
3-riboside, ribose and 4-amino-4-carboxy-2 , 5-diketo-imidazole . In the 
presence of phosphate, the putative tertiary ale. intermediate underwent a 
ring contraction to an eiectrooxidizable bicyclic carboxylic acid which 
decomposed to an allantoin riboside. The carboxylic acid was partially 
responsible for the 2nd, more pos . oxidation peak of I (peak Ila) and in a 
2e — 1H+ reaction gave l-hydroxy-2 , 4 , 6, 8-tetraaza-3, 7-dioxo-5-ene- 
bicyclo (3. 3. 0) -octane-4-riboside . A stable, peak la product also 
contributed to the peak Ila reaction. This species was a phosphorylated 
derivative of the bicyclic carboxylic acid. At pH 9.2, in the presence of 
phosphate, type VTII peroxidase was capable of oxidizing I in a chemical 
reaction equivalent to the peak la electrochem. process. 

IT 85303-15-7P 

RL: FORM (Formation, nonpreparative) ; PREP (Preparation) 
(formation of, from rearrangement of tertiary ale.) 

RN 85303-15-7 CAPLUS 

CN Imidazo [ 4 , 5-d] imidazole-3a ( 1H) -carboxylic acid, 2,3,4, 5-tetrahydro-2 , 5- 
dioxo-l-p-D-ribofuranosyl- (9CI) (CA INDEX NAME) 
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CAPLUS COPYRIGHT 2005 ACS on STN 
1986: 157924 CAPLUS 
104:157924 

Electrochemical oxidation of 2, 6-diamino-8-purinol 
Astwood, D.; D'Amico, C. N. ; Lippincott, T.; 
Brajter-Toth, A. 

Dep. Chem., Univ. Maine, Orono, ME, 04469, USA 
Journal of Electroanalytical Chemistry and Interfacial 
Electrochemistry (1986), 198(2), 283-302 
CODEN: JEIEBC; ISSN: 0022-0728 
Journal 
English 

Electrochem., spectroelectrochem. and gas chromatog. /mass spectrometry 
were used to determine the mechanism of oxidation of 2 , 6-diamino-8-purinol 
[72308-52-2] in phosphate buffer solns. Exptl . evidence indicates that 
the process is a 2 e-, 2 H+ reaction in which 2 , 6-diamino-8-purinol is 
oxidized to form a diimine. The diimine is not stable and decomps . in a 
series of hydrolysis reactions to the final products 5-hydroxyhydantion-5- 
carboxamide [36597-25-8] and 3-carbohydroxy-2, 4, 6, 8-tetraza-3, 7-dioxo-4- 
ene-bicyclo[3. 3.0] octane. Results are presented which show that the 2 e- 
oxidation of 2, 6-diamino-8-puranol proceeds in two 1 e-1 steps and the 
evidence for the formation of a coupling product is discussed. A 
mechanism is proposed to explain the observed results. 
81129-52-4P 

RL: FORM (Formation, nonpreparative); PREP (Preparation) 

(formation of, in electrochem. oxidation of diaminopurinol in phosphate 
buffered solution) 

81129-52-4 CAPLUS 
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CAPLUS COPYRIGHT 2005 ACS on STN 
1984:93328 CAPLUS 
100:93328 

Electrochemical and enzymatic oxidation of 
2, 6-diaminopurine 

Astwood, D.; Lippincott, T.; Deysher, M. 
Szurley, E. ; Braj ter-Toth, A. 
Dep. Chem. , Univ. Maine, Orono, ME, 04469, 
Journal of Electroanalytical Chemistry and 
Electrochemistry (1983), 159(2), 295-312 
CODEN: JEIEBC; ISSN: 0022-0728 
Journal 
English 

Electrochem. spectroelectrochem. , gas chromatog . /mass spectrometry (GC/MS) 
were used to study the mechanism of electrochem. oxidation of 
2, 6-diaminopurine [1904-98-9] in aqueous solns . Exptl . evidence indicates 
that the oxidation pathway depends on potential. At less pos . potentials 
2, 6-diaminopurine is initially oxidized in a 2 e-,2 H+ reaction to 
2, 6-diamino-8-purinol [72308-52-2] which is immediately further oxidized 
to the 2, 6-diaminopurinol-diimine in a 2 e-, 2 H+ reaction. At more pos. 
potentials 4 e and 4 H+ are exchanged to form the diimine. The diimine is 
not stable and decomps . in a series of hydrolysis reactions to the final 
products 5-hydroxyhydantoin-5-carboxamide [36597-25-8] and 
l-carbohydroxy-2, 4, 6, 8-tetraaza-3, 7-dioxo-4-ene-bicyclo [ 3 . 3 . 0] octane [ 
81129-52-4]. The products were identified by GC/MS. A mechanism 
is proposed to explain the observed results. The significance of this 
mechanism with respect to the enzymic oxidation and deamination of 
2, 6-diaminopurine is discussed. 
81129-52-4P 

RL: FORM (Formation, nonpreparative) ; PREP (Preparation) 

(formation of, in electrochem. oxidation of diaminopurine in aqueous solns.) 
81129-52-4 CAPLUS 

Imidazo [4, 5-d] imidazole-3a (1H) -carboxylic acid, 2, 3, 4, 5-tetrahydro-2, 5- 
dioxo- (9CI) (CA INDEX NAME) 
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CAPLUS COPYRIGHT 2005 ACS on STN 
1983:620927 CAPLUS 
99:220927 

Electrochemical oxidation of 7, 9-dimethyluric acid in 
acid solution 

Chen, Tsuyu Raymond; Dryhurst, Glenn 

Dep. Chem., Univ. Oklahoma, Norman, OK, 73019, USA 

Journal of Electroanalytical Chemistry and Interfacial 



Electrochemistry (1983), 154(1-2), 107-19 

CODEN: JEIEBC; ISSN: 0022-0728 
DOCUMENT TYPE: Journal 
LANGUAGE: English 

AB The electrochem. oxidation of 7, 9-dimethyluric acid [19039-41-9] at pH 3-5 
was studied by using a pyrolytic graphite electrode. Two voltammetric 
oxidation peaks (la and Ila) were observed Peak la is a 2e — 1H+ reaction 
yielding a very reactive quinoid cation that, in a reaction catalyzed by 
H2P04-, is hydrated to an UV-absorbing tertiary ale. intermediate. This 
intermediate can undergo ring contraction to give l-carboxy-2, 4-dimethyl- 
2,4,6, 8-tetraaza-3 , 7-dioxo-5-ene-bicyclo [3.3.0] octane ( I ) [ 
85303-22-6] or react with H2P04- and 7, 9-dimethyluric acid to give 
a relatively long-lived complex. The I is hydrated and decomps . to 
1, 3-dimethylallantoin [32282-45-4]. The tertiary alc.-H2P04 — 7,9- 
dimethyluric acid complex very slowly decomps. regenerating 
7, 9-dimethyluric acid and, ultimately, 1, 3-dimethyl-5-hydroxyhydan-5- 
carboxamide [87897-69-6] . Peak Ila is a minor process and is due to 2e- 
oxidation of the anion of I in a Kolbe-type reaction giving 
l-hydroxy-2, 4-dimethyl-2, 4, 6, 8-tetraaza-3, 7-dioxo-5-ene- 
bicyclo [3. 3.0] octane [85303-23-7] . 

IT 85303-22-6P 

RL: FORM (Formation, nonpreparative) ; PREP (Preparation) 

(formation of, in electrochem. oxidation of dimethyluric acid in acid 
phosphate buffer solution) 
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CN Imidazo [4, 5-d] imidazole-3a ( 1H) -carboxylic acid, 2,3,4, 5-tetrahydro-l, 3- 
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1983:169134 CAPLUS 
98:169134 

The electrochemical and peroxidase-catalyzed redox 
chemistry of 9-p-D-ribofuranosyluric acid 
Goyal, R. N. ; Bra j ter-Toth, Anna; Besca, Joseph S.; 
Dryhurst, Glenn 

Dep. Chem. , Univ. Oklahoma, Norman, OK, 73019, USA 
Journal of Electroanalytical Chemistry and Interfacial 
Electrochemistry (1983), 144(1-2), 163-90 
CODEN: JEIEBC; ISSN: 0022-0728 
Journal 
English 

The electrochem. oxidation of 9-p-D-ribofuranosyluric acid (I) 
[21082-30-4] at a pyrolytic graphite electrode proceeds via an initial 2 
e- reaction to give an unstable quinonoid intermediate. Nucleophilic 
attack by water of* this intermediate leads to isomeric tertiary ale. 
intermediates. The latter were characterized by electrochem. reduction to 
dihydro product which readily dehydrates to regenerate I . The tertiary 
ale. intermediates can undergo a ring-opening reaction at pH > 6 to 
give a spectrally distinct and reversibly reducible pyrimidine derivative (s 
which slowly decompose to give alloxan or alloxanic acid and urea riboside. 
Alternatively, the tertiary ale. can further hydrate to yield, ultimately, 



AUTHOR (S) : 

CORPORATE SOURCE 
SOURCE: 



DOCUMENT TYPE 
LANGUAGE : 
AB 



5-hydroxyhydrantoin-5-carboxamide-3-riboside [85303-13-5] or undergo a 
ring contraction reaction and hydrolysis leading to allantoin riboside 
[85303-14-6] . The peroxidase-catalyzed oxidation appears to follow 
essentially the same chemical pathway. 

IT 85303-15-7P 

RL: FORM (Formation, nonpreparative) ; PREP (Preparation) 

(formation of, in electrochem. oxidation of ribofuranosyluric acid) 

RN 85303-15-7 CAPLUS 

CN Imidazo[4, 5-d] imidazole-3a (1H) -carboxylic acid, 2,3,4, 5-tetrahydro-2, 5- 
dioxo-l-p-D-ribofuranosyl- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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The second voltammetric oxidation peak of 
7, 9-dimethyluric acid 

Chen, Tsuyu Raymond; Dryhurst, Glenn 
Dep. Chem., Univ. Oklahoma, Norman, OK, 73019, USA 
Journal of Electroanalytical Chemistry and Interfacial 
Electrochemistry (1983), 144(1-2), 191-206 
CODEN: JEIEBC; ISSN: 0022-0728 
Journal 
English 

Voltammetry of 7, 9-dimethyluric acid [19039-41-9] in aqueous solution at a 
pyrolytic graphite electrode shows that 2 oxidation peaks are formed. Peak 
la is a 2-e electrooxidn. giving a very unstable quinonoid cation. This 
rapidly hydrates in a phosphate-catalyzed reaction giving a tertiary ale, 
which in turn undergoes a ring contraction to l-carbohydroxy-2, 4-dimethyl- 
2,4,6, 8-tetraaza-3, 7-dioxo-5-enebicyclo [3 . 3 . 0] octane [85303-22-6 
] . The latter is again unstable and hydrates and decarboxylates, giving 
1,3-dimethylallantoin [32282-45-4] as the final product. Peak Ila is due 
to a Kolbe-type 2-e electrooxidn. of l-carbohydroxy-2, 4-dimethyl-2, 4, 6, 8- 
tetraaza-3, 7-dioxo-5-enebicyclo [3 . 3 . 0] octane to give a very reactive 
carbonium ion and C02 . The former species is rapidly hydrated, giving 
l-hydroxy-2, 4-dimethyl-2, 4, 6, 8-tetraaza-3, 7-dioxo-5- 

enebicyclo[3 . 3. 0] octane [85303-23-7], a new, compound which has been 

isolated and characterized by spectral, chemical and electrochem. methods. 

85303-22-6 

RL: PRP (Properties) 

(electrochem. oxidation of electrogenerated intermediate of, in 

dimethyluric acid electrochem. oxidation) 
85303-22-6 CAPLUS 

Imidazo [4, 5-d] imidazole-3a ( 1H) -carboxylic acid, 2,3,4, 5-tetrahydro-l, 3- 
dimethyl-2,5-dioxo- (9CI) (CA INDEX NAME) 
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intermediate formed upon electrochemical oxidation of 
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Goyal, R. N. ; Nguyen, N. T.; Dryhurst, Glenn 
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Journal 
English 

oxidation of uric acid [69-93-2] in phosphate-containing 



DOCUMENT TYPE: 
LANGUAGE: 
AB Electrochem 
supporting 

electrolytes at pH 3-9 at a reticulated vitreous C electrode in a 
thin-layer spectroelectrochem. cell leads to formation of UV-absorbing 
intermediate species. Electrochem. reduction of the intermediate-containing 
solution 

leads to the partial regeneration of uric acid. This behavior provides 
compelling evidence that an imine-alc. is 1 of the UV-absorbing 
intermediate species because only this compound may be expected to be 
reduced to a species which can regenerate uric acid. 
81129-52-4 
RL: PRP (Properties) 

(intermediate, in uric acid electrochem. oxidation) 
81129-52-4 CAPLUS 
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A comparison of the peroxidase-catalyzed and 
electrochemical oxidation of uric acid 
Goyal, R. N. ; Bra j ter-Toth, Anna; Dryhurst, Glenn; 
Nguyen, N. T. 
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39-60 

CODEN: BEBEBP; ISSN: 0302-4598 
Journal 



LANGUAGE : English 

AB The oxidation of uric acid by H202 in the presence of type VIII peroxidase 
was studied between pH 5.2 and 8. Intermediates generated in the reaction 
were characterized in terras of their UV spectra and kinetics of decay. In 
addition >1 UV-absorbing intermediate was trapped, converted to its 
trimethylsilyl derivative, and identified by gas chromatog . -mass spectrometry. 
This intermediate is l-carbohydroxy-2 , 4, 6, 8-tetraza-3, 7-dioxo-4-ene- 
bicyclo- (3. 3.0) -octane. At pH >7 the product is allantoin, whereas 
at lower pH 5-hydroxyhydantoin-5-carboxamide .is also formed as a major 
product. The intermediates and products formed and spectral and kinetic 
measurements observed during and after peroxidase-catalyzed oxidation of uric 
acid are virtually identical to those noted upon electrochem. oxidation 
Thus, the mechanisms of electrochem. and enzymic oxidation of uric acid are, 
in a chemical sense, identical. 

IT 81129-52-4 

RL: BIOL (Biological study) 

(as urate peroxidase-catalyzed oxidation intermediate) 

RN 81129-52-4 CAPLUS 

CN Imidazo[4, 5-d] imidazole-3a (1H) -carboxylic acid, 2,3, 4 , 5-tetrahydro-2, 5- 
dioxo- (9CI) (CA INDEX NAME) 
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Further insights into the electrochemical oxidation of 
uric acid 
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Dep. Chem. , Univ. Oklahoma, Norman, OK, 73019, USA 
Journal of Electroanalytical Chemistry and Interfacial 
Electrochemistry (1982), 131, 181-202 
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Journal 
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oxidation of uric acid [69-93-2] was studied between pH 1. 
9.5 in phosphate buffers using thin-layer spectroelectrochem. to 
generate and study UV-absorbing intermediates. It was concluded, on the 
basis of this and preceding studies, that uric acid is 1st oxidized in a 
2e — 2H+ reaction to a very unstable quinonoid diimine (half-life <, 
6 the anion of the latter species is attacked by 
anionic imine-alc. that undergoes a ring contraction 
l-carbohydroxy-2, 4, 6, 8-tetraaza-3, 7-dioxo-4- 
octane [81129-52-4]. This then decomps . to 
6]. At pH 3-5.6 a neutral quinonoid diimine is 



The 
and 



TYPE: 



electrochem. 



22 ms) . At pH > 
water to give an 
reaction to give 
enebicyclo [3 . 3 . 0] 
allantoin [97-59- 



IT 



generated upon 2e — 2H+ oxidation of uric acid. In high-phosphate buffers 
H2P04- attacks the diimine, whereas in low-phosphate buffers solvent (H20) 
attacks the diimine. In high-phosphate buffers anal, of absorbance vs. 
time curves obtained following oxidation of uric acid in a thin-layer cell 
allows 3 intermediate species to be inferred. In low-phosphate buffers 
only 2 intermediates may be inferred. Mechanisms are advanced to 
rationalize these observations and to account for the end products 
formed. , i.e. allantoin, 5-hydroxyhydantoin-5-carboxamide [36597-25-8] 
and, at pH 3, alloxan [50-71-5] . 
81129-52-4P 

RL: FORM (Formation, nonpreparative) ; PREP (Preparation) 



(formation of, in electrochem. oxidation of uric acid in 
phosphate-buffered solution) 
81129-52-4 CAPLUS 

Imidazo [4, 5-d] imidazole- 3 a (1H) -carboxylic acid, 2,3,4, 5-tetrahydro-2, 5- 
dioxo- (9CI) (CA INDEX NAME) 
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